LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48461.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 36 43 50 rBv2 9912 16848 0.65% 0.089%
2 1.597 73 80 116 rVB 168613 438452 16.87% 2.321%
3 1.851 153 159 162 rBV 95282 109816 4.23% 0.581%
4 2,533 358 371 402 rBV 457002 881738 33.92% 4.668%
5 2.755 437 440 441 rBV3 1339 820 0.03% 0.004%
6 2.861 471 473 477 rVB2 529 288 0.01% 0.002%
7 2.887 477 481 483 rBV3 543 382 0.01% 0.002%
8 2.954 494 502 503 rBV3 4960 5127 0.20% 0.927%
9 3.035 517 527 539 rVB4 3971 8334 0.32% 0.044%
10 3.086 540 543 547 rBV5 582 379 0.01% 0.002%
11  3.179 555 572 588 rBV2 22184 53130 2.04% 0.281%
12 3.488 663 668 671 rBV3 371 334 0.01% 0.002%
13 3.604 700 704 709 rVB2 381 418 0.02% 0.002%
14 3.662 719 722 729 rBv4 500 588 0.02% 0.003%
15 3.691 729 731 734 rVB2 521 277 0.01% 0.001%
16 3.716 737 739 744 rVB2 286 275 0.01% 0.001%
17 3.816 767 770 774 rBV 822 670 0.03% 0.004%
18 3.935 805 807 815 rVB2 246 253 0.01% 0.001%
19 4.080 844 852 854 rBV 183 250 0.01% 0.001%
20 4.118 861 864 868 rVB 354 264 0.01% 0.001%
21 4.173 877 881 884 rBv2 284 255 0.01% 0.001%
22 4.350 932 936 941 rBV2 351 396 0.02% 0.002%
23 4.437 959 963 968 rvv3 316 301 0.01% 0.002%
24 4.469 968 973 975 rBV2 234 245 0.01% ©0.001%
25 4.562 997 1002 1007 rBV3 657 606 0.02% 0.003%
26 4.636 1007 1025 1081 rBV 216375 802900 30.89% 4.250%
27  4.977 1129 1131 1134 rVB 579 295 0.01% 0.002%
28 4.999 1134 1138 1140 rBV3 564 486 0.02% 0.003%
29 5.060 1140 1157 1185 rVvV 423482 997684 38.39% 5.281%
30 5.179 1191 1194 1199 rVB4 528 443 0.02% 0.002%
31 5.208 1199 1203 1207 rBV3 376 421 0.02% 0.002%
32 5.279 1223 1225 1227 rBv2 417 295 0.01% 0.002%
33  5.301 1228 1232 1233 rwv2 468 296 0.01% ©0.002%
34 5.443 1272 1276 1282 rVB3 500 493 0.02% 0.003%
35 5.578 1311 1318 1321 rVVv4 857 939 0.04% 0.005%

36 5.716 1339 1361 1397 rBV2 1008097 2599112 100.00% 13.759%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis
37 5.874 1407 1410 1413 rVB3 843 538 0.02% 0.003%
38 5.977 1431 1442 1464 rVB4 12286 30887 1.19% 0.164%
39 6.125 1479 1488 1497 rBV7 2328 4199 0.16% 0.022%
40 6.166 1497 1501 1502 rBV2 467 277 0.01% 0.001%
41  6.247 1512 1526 1548 rBV 429191 869392 33.45% 4.602%
42 6.398 1571 1573 1577 rVB2 449 306 0.01% 0.002%
43  6.433 1581 1584 1587 rBV3 406 267 0.01% 0.001%
44  6.523 1603 1612 1625 rBV3 6887 130651 0.50% 0.069%
45 6.604 1625 1637 1648 rBV4 5636 12185 0.47% 0.065%
46 6.690 1648 1664 1689 rBV 564058 1176290 45.26% 6.227%
47  6.935 1737 1740 1742 rBV3 510 412 0.02% 0.002%
48 7.067 1769 1781 1789 rBvV8 2598 5013 0.19% 0.927%
49 7.112 1791 1795 1797 rBV2 427 301 0.01% 0.002%
50 7.125 1797 1799 1807 rVB3 533 531 0.02% 0.003%
51 7.189 1807 1819 1820 rBV3 9862 12532 0.48% 0.066%
52 7.305 1851 1855 1856 rBV 491 291 0.01% 0.002%
53 7.321 1857 1860 1865 rvvs 548 594 0.02% 0.003%
54 7.346 1865 1868 1871 rvB2 456 261 0.01% 0.001%
55 7.424 1886 1892 1893 rBV3 597 530 0.02% 0.003%
56 7.456 1899 1902 1904 rBV3 572 392 0.02% 0.002%
57 7.497 1904 1915 1922 rVVé6 6121 10523 0.40% 0.056%
58 7.565 1922 1936 1958 rVV 300936 587237 22.59% 3.109%
59 7.652 1959 1963 1971 rVBS5S 2592 3229 0.12% 0.017%
60 7.825 2015 2017 2018 rBV2 629 257 0.01% 0.001%
61 7.896 2025 2039 2057 rBV 1130197 2101271 80.85% 11.124%
62 8.128 2104 2111 2117 rBV3 6608 9214 0.35% 0.049%
63 8.182 2117 2128 2152 rVB 192542 406808 15.65% 2.154%
64 8.350 2177 2180 2181 rBV2 853 455 0.02% 0.002%
65 8.407 2193 2198 2200 rBV6 684 668 0.03% 0.004%
66 8.430 2200 2205 2213 rVVv7 1847 2283 0.09% 0.012%
67 8.536 2230 2238 2246 rBVS8 4182 7361 0.28% 0.039%
68 8.655 2258 2275 2302 rBV 790912 1719416 66.15% 9.102%
69 8.922 2349 2358 2370 rBV3 16867 29175 1.12% 0.154%
70 9.018 2386 2388 2391 rBV2 585 421 0.02% 0.002%
71  9.067 2391 2403 2412 rVB1eO 5004 9578 ©.37% 0.051%
72 9.118 2412 2419 2426 rBV6 4315 6743 0.26% 0.036%
73 9.166 2426 2434 2441 rBvS8 6489 11409 0.44% 0.060%
74  9.337 2476 2487 2499 rBV4 8629 15601 0.60% 0.083%
75 9.420 2499 2513 2539 rBV 573707 1116753 42.97% 5.912%
76 9.523 2543 2545 2549 rVB 746 367 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis

77 9.571 2551 2560 2571 rVB6 3757 6856 0.26% 0.036%
78 9.655 2577 2586 2589 rBVS8 4342 6940 0.27% 0.037%
79 9.742 2608 2613 2622 rVB 13783 19092 0.73% 0.101%
80 9.819 2635 2637 2643 rVB3 851 722 0.03% 0.004%
81 9.874 2643 2654 2666 rBV1e 5965 11222 0.43% 0.059%
82 9.941 2671 2675 2677 rBV3 822 715 0.03% 0.004%
83 10.021 2691 2700 2711 rVWVW7 5681 11713 0.45% 0.062%
84 10.118 2724 2730 2732 rBV6 3397 3612 0.14% 0.019%
85 10.250 2762 2771 2783 rVV4 14853 25830 0.99% 0.137%
86 10.391 2810 2815 2828 rVB5 19017 31422 1.21% 0.166%
87 10.536 2854 2860 2862 rBV5 4200 4842 0.19% 0.026%
88 10.623 2880 2887 2892 rBV5 6934 9853 0.38% 0.052%
89 10.764 2919 2931 2943 rBV 893988 1462246 56.26% 7.741%
90 11.115 3033 3040 3055 rVB3 34305 60129 2.31% 0.318%
91 11.189 3057 3063 3071 rBVS8 5237 8568 ©.33% 0.045%
92 11.417 3127 3134 3141 rBV3 24936 34178 1.31% 0.181%
93 11.465 3142 3149 3173 rVB7 17209 45210 1.74% 0.239%
94 11.581 3174 3185 3187 rBV1e0 4606 7691 0.30% 0.041%

95 11.816 3246 3258 3271 rBV 663570 1067795 41.08% 5.653%

96 12.195 3364 3376 3391 rVB 1112716 1773868 68.25% 9.390%

97 12.327 3410 3417 3427 rBV 54717 74438 2.86% 0.394%

98 13.433 3754 3761 3782 rVB4 40285 79926 3.08% 0.423%

99 13.587 3803 3809 3817 rBV3 20699 28749 1.11% 0.152%

100 15.552 4414 4420 4428 rVB 16815 23734 0.91% 0.126%
Sum of corrected areas: 18890179
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance
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LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\

: VUue48461.D

: 06 May 2022 17:41

: SY/MD

: N2603-18ME

: 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
14

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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1.597 1851

1.47

/é\79

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M

TIC: VU048461.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.115 2.82 ug/L 60129 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 90
2 Decane 142 C10H22 000124-18-5 86
3 Decane 142 C1OH22 000124-18-5 72
4 Nonane 128 C9H20 000111-84-2 59
5 Octane 114 C8H18 000111-65-9 59
Abundance Scan 3040 (11.115 min): VU048461.D\data.ms (-3033) (- m/z 57.10 100.00%
57.1
5000 410
85.0
—={ —
11.00 11.50
1130 1422
O w\\‘ N L m/z 43.00 87.68%
miz--> 20 40 60 100 120 140
Abundance #22067.Decane
43.0
5000
71.0 11 00 11 50
2710 m/z 41.00 44.03%
Ot T \‘1 T \‘i‘} T \‘”“ T r“\ | 1‘\ \9\%‘9 Tt \}2\6\(\)]\-4‘.‘2\(\)\
m/z--> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
—— —
41,0 11.00 11.50
5000 ITI z 71.05 42.28%
85.0
miz--> 20 40 60 100 120 140
Abundance #22068: Decane MKMV\N
43.0 1100 1150
m/z 55.00 32.96%
5000
71.0
210 ‘ 99.0
ok Ml Ly %90 120 .
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.327 3.49 ug/L 74438  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 96
3 Decane 142 C1leH22 000124-18-5 90
4 Decane 142 C1eH22 000124-18-5 90
5 Undecane 156 C11H24 001120-21-4 87

Abundance Scan 3417 (12.327 min): VU048461.D\data.ms (-3410) (-
57.1

m/z 57.10 100.00%

5000
85.0
= =
39/ “J | |, e 156.3 12.00 12.50
bl TR T mjz 43.05  80.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
5000 e — T
85.0 12.00 12.50
29.0 m/z 41.00 51.74%
L S
0 \\\‘\1\\‘i}\\”“\\‘1\“\‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
— —
12.00 12.50
5000 m/z 71.10 51.29%
85.0
29.0
‘ H ‘ 113.0 156.0
0 ““‘L“‘i‘N“‘Ji“uw“m“ﬂ“‘u“‘“““
m/z--> 20 40 60 80 100 120 140 160 JMJWW
Abundance #22066: Decane o 7
57.0 12.00 12.50
m/z 55.05 32.50%
5000
29.0 85.0
0 Y
Ot “J;“W“‘W A — ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.433 3.74 ug/L 79926  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Undecane 156 C11H24 001120-21-4 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Tridecane 184 C13H28 000629-50-5 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 3761 (13.433 min): VU048461.D\data.ms (-3754) (- m/z 57.05 100.00%
57.0

=

5000
85.0
—
13.50
126.1 170.1
o S ol el 2001 7 43,10 81.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 T

m/z 71.05 57.09%

29.0
L L)) 1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
AI‘\I\f’“‘/\

o

5000 m/z 41.00 49.61%
85.0
29.0
‘ H ‘ 113.0 156.0
0‘“_LH‘1&”_41W$HJ\HUW‘M‘,H‘M“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59027: Tridecane T
57.0 13.50
m/z 55.10 35.42%
T T \WM
Ll s e 180
bl el e —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48461.D

Acqg On : 06 May 2022 17:41

Operator : SY/MD

Sample : N2603-18ME

Misc : 7.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

(DEL) Alkane: S... 11.115 2.8 ug/L 60129 3 11.816 1067800 50.0
(DEL) Alkane: S... 12.327 3.5 ug/L 74438 3 11.816 1067800 50.0
(DEL) Alkane: S... 13.433 3.7 ug/L 79926 3 11.816 1067800 50.0
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